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199 9^ 4f, re,^ 

AM>Ucant(s): 



PRIORITY 




#5p 11-15863 



mm^^] PP-1741IJ 
m^i^m^m] co7k m/s? 

C30B 7/00 

mmx itmm] MMUM^^^wi^m i r e i s 9 # 

[^mxttJg^] 7.^ai~v^ym ;i/>h\ s-2 2 1, K:/^^^i^ 

[MJ##] 591188479 

[ftmxttsm] *jRSis^^M^r^:^FgiJr i r s i # 9 # 

[^S!fll#] 100102842 
100098844 

[&:.^xit^m] )\\± 

iJ^m^m^^] 058997 
[3ift#^^3 21,000R 
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mmm i 
mmm 1 

SI 



2 



aill4t 2000-3052010 



11-15863 



mm^] mmm 

[|f^:^2] RRF^>7^•^^^5()V RRFi5J>7\-^ RRF^>/1^^ 
m^(Dm^. RRF^ > n ir<DU^&mRF^ y^^^(D^^^f^(D^^(D\^ 

[»#:^3] mFdiyA^m^i)\ bipyramid^T'feS, «#]SlXtt2{Cffi 
C»^:S6] RRF3f>A^i^^v{)^ a=b=47.3A, c=297.6A(D:*:^ S 

»#3Si~6®v^T*i}b^{csa«(Z):;?^„ 

[»^:^8] mF^iyA^^^^f}\ Thernotoga MaritiBafi5|^C!)%,®l?feS 
> M#^l~7®VN-rtl*^lCtH«®;^^„ 

[M^:^9] RRF3r>y\-^^^*^, ^:^^^T*$)S. lt*JSlX{i2lCsH«® 

[11^:510] RRF^>A^M^;b^, ^ra^P2i2j2S:;t*r-5> 0^:Sl, 2R 

iW^^U] RRF^>A°^jg^;b^ 30X50X250i£im©:^^$S:;t1-S, If 

^Si~225.t;9~io® v% m tcia«® :6'^So 

[it^«i2] RRF^>A-^^^;(,?, axfi5f$®t»(^-e*s, m^i^i^2j^x:^ 



ffllE#2 000-3052010 



11-158637 



9-1 1 0 V > -r ti Jbncf H«© ^^^o 

7^^^ii^coM^. RRF^f>A-^^M«i©^^. RRF^f>A-^;Jx^n^*®ig^S:tJ^RR 

[»^^15] MM^^^^*^, ^n^if-;!/, ^:tVyd[m±. Wm'O'y 

ia^«16] RRF^f>7li/M^A^, a^Xli:!K^JCJ:SMM^m##:T'^ 
[11^^17] RRF;Jf>A^r;bt^^ »*:^l'-'1600V^-rtl*^^Cfa 

■c5t-te>ti^, M#:^i~8, l3~l5Jt^JPl7©v^'rtl*^^ciB«cD:&^o 

^o'J-jejtl-SflS^^^ RRF^>A^0!)ia«tlKT'^-5rh$:#ISti:-tS. 
]Sl~18(DV>-rtl*^lC^«©^^c 

[it*3g2l] RRF^jr yn^Oi^^m&.j.U.mm&il^'^mmzm-i^ U 
K<DiElqI$:^^-r6ri:$:-^tf, »^Sl~20©v^•r4^36^^ciS«©^^„ 

[^^^22] #jtJ^S*'5^7lCi:S. RRF^>/\°^®#3tJ^^T'feSri:$: 
#^i:-r-5> m#:®i~8. 13-155:^7-21© v>1*ti*>lclH«0^^, 

[^^«23] RRF^>Air©^^(|:, Jjx^ □ ^^Xtt^^^^^c^^^j^MS: 
4)'^gg|icj:y«?^tsri:$:-^tf, RRF^>A^©3r^5c#it=&^^-rS^^o 

[»^«24] ^:&^^®RRF^>A-iri^a„ 

[m^«25] $^||P2j2i2$:;t-r-5, m^«24lCia«©RRF^>A^^^ 
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[M^^28] bipyranid^-e^-S, RRFi5r >7t^^^„ 

©RRF^>71^^^„ 

[«*^30] 0.3X0.3X0.5Bm©:^^$$:;g't-'5. lff^]S28Xtt29tC|2« 
©RRF^>/t^^^„ 

[M^^^Sl] a=b=47.3A, c=2m.6A<Di<i^:^(D^m&^^^mt^. W 
#JS28~30©V^•rtl7bncga«(Z)RRF^ >/\°^^^c 

:S28'-3l®^^■r4^;()^^ciS^®RRF^^ >7\°^J7^^„ 

[M*«33] mfCJ:S«l3tMgJCj:y#|gt-^t-t^nS, m^m28^320) 

[W^^34] Thermotoga Maritimaft^J^© TffeS, a^®28~33CDV^ 
■rtl*HC|a^®RRF^ 

*^CfB«®RRF^ 

[a#^36] > RRF^ > A^r^^^C!)i^^^ 

RRF^ ;J>^ D ^(D^^^SttJfRRF^ >>'^°^ ®^^'^«:(3D^^CDV\-rtl*^T*fe€> 

, ft^^24~35®V^-rtl;&^JCia«(^RRF^ 

[M*:^37] fSitm&<Dr^jmt>K mnm^i<okrg no, Arg i29;stm 

rg 132*^e,^;S?|*^e>igf^$tlS, RRF^>A'^o 

[M^^38] ^14^^XliS«;fi5?Sft^fi:cf.®iojeil±® T ^ J mijK ^ 

TlCSa^ORRF^^/t^Jr, 



ffifiE# 2000-3052010 



iRp^ 11-158637 



X -fe / ^ > & ^ -sil*^ e> $ ti ^ T ^ >' ^ic <fc »; $ ti T ^ 

> W#^37tC^«® RRF^ > „ 

[»*^42] »^^37~38(^)V^•rtl*^^Cfe«©RRF^> 

[M^«43] lf4Sl^^J:UlSv^5b\ Xtti£VAit?l5ia^>&-rs> »^^37 
izm^(DmF^yA^„ 

[»^«44] »^«371C^«©RRF^ 

[M^^45] ^b-^i^^RRF^ iL<Dm^mK^m^m^-t^r^i^(D. 

»^a37jCffi«0DRRF^ ^A^' ©^«c 

[»*:S46] RRF^>A^®^®±. mmX\t^(DjS:m(0'Pti:< il%im(D 

S , M#3g37lCfB«® RRF ^yAi7^ 

m^mi} »*«19~23®V>-ftl,*^{Cg5«®^^lCj:y^^^tl^, RRF 

^yj-^i^ommmMo 

[0 0 0 1] 

^Jc^reii. U3j?y-AUiJ-^^^ U >yH^ (Ribosome recycling factor, 

fe, RRFigm, )}N^n^^®«jtssi^, ^Lx^kww.mm. tfiitj\fm. 
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[0 0 0 2] 

■^-ii^Vy^®^ (Ribosome recycling factor, fiilTRRF) XD >^r— 3 > 
H^G (elongation factor G, JBtTEFG) Xtti5lll@^3 (Re lease factors) IC J; 

±hiZ^:^mWi (1996 Adv. Biophys. 32:121-201) S.tJf«^©*ISi(BiocheB, B 
iophys. Res Comiiiuns.250 1-4, g^K 44#7# 83-84 (1999))lCfe 

X^^%{c^L>TSeK!Bf?.^^«^fl£(?)»^ttRRFTa«: vxfficDS^tc i y 

5^^#J(D^tV»jJ<y ->:?lbn — >y ^-^^-5 (Kozak 1987, Mol. Cell. Biol. 7:3 
438-3445; DasPj 1984, Nocleic Acids Res. 12:4757-4768; Schoner^ 1986 Pro 
c. Natl. Acad. Sci. U.S.A. 83:8506-8510; SprengelPj 1985 Nucleic Acids R 
es. 13:893-909) Z^Utt^^. *3^^#J^CfeV^T V J^Cy-i^©mRNA<fc Vj ®«|il:^^|5S 

[0 0 0 3] 

^m^^-t^<D%^^vx\>^^. Lif^L. z(D^oizhxm^ntzmmMizi,t. 
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[0 0 0 4] 

. ^i^5x,m^(Dm^^no ^mzx^j^^izj^^j^K m^-t^it^m^^mx^ 

[0 0 0 5] 
[0 0 0 6] 

T/JP98/00734, 10 -150493) „ t^^oT. ^z:*^e>#e>tlSr ^ /^Se^'JC 

6 aiiE# 2000-3052010 



i^F^p 11-15863.- 

[0 0 0 7] 

mx-^<DA^mm^mM-t^:itizw&)xm^h. ^^izmm^mii>r=.u^. 2^ 
mm-^%m-t^izm-or=.o 
wh^^mit. RRF^ yni7(D^^]kn^<DmmtiLii^mMtzm-t^o 

^m^mtf'r^:&mx&^x. ^F^yA^m^f}^q,m^ti^m^M&mizm-^^ 

RRF^^Ai^M^*^, RRF^>7t^^e^(D^^. RRF^>7t^|g 
M^®^it, RRF^>Ai':}^^D^*0^^&t)!RRF^>A^O^:^-a-^*COD^S®V% 

RRF^^Ai^j^^A^, bipyra«id^T'3b-2>, tttSB^^^lCBB-TSo 
$^lC*:^^tt. RRF^>yliJrj^^;(,^, ^IS^P4j2j2^X{i^^^P432j2$:;&-r 

RRF^>Ai?^^*^, o.3xo.3xo.5iiimCD:^^$S:^-rs, ttriH 
RRF^>yt^ig^:^^, a=b=47,3A, c=297.6A®:A:^ $ 

RRF^>7\°^ij^^;^)^. Thermotoga Maritimaa5f5O%0DT'feS, 



ffiliE# 2000-3052010 



11-158637 



[0 0 0 8] 

RRF^f>yN°i7M^75)^ 30X50X250 /im(Di<i^-^^m-t^. lulB 

RRF^>7\-^^^*^ mm^(D%<Dx^^^. mm:^mizm-t^ 

o 

^fe^^^li. RRF^>A^5^^3b^«M^^MS<*iT'feoT, ^i^^A^RRF^f > A 
^a#:<Z)i^^, RRF^>7t^?^Mf*:®^^. RRF^Jf >/1^j}N^uy©^^S.tJ^RRF 

$&lc*|gWli, RRF^>A^M^*\ a^Xli7K«Slcj:6mM^^^#^itft?fe 

RRF^^/N'^TJj^^Ey-T-T'^^, trrSB:&^feK:B9"r^o 
RRF^>/t^3?)^, ^5Xl«6(Cj:Sr^>'^^fetCJ:y#^t5 

^^^i-te^nsfb-^^f*^, RRF^>7i^®ias^S'e&^-i:5:#^^t-'5. tiriB 

[0 0 0 9] 

i«ffiiaw«feMjb^RRF0M^6«r. i^f^-^wxii^^-^e«nfi«#fjs 

RRF^>/^•^^<JD?S^4^fifX^i^i«I65^^mlci3^•tsy K 
=PJil^=^*^^7lC<J:^. RRF^>/^^©«l5^Jll^T'fe^3^$: 



miE# 2000-3052010 
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$e>{C>^^^tt, 30X50X250 /tii®:^^$S:;g-rS, trfffiRRF^ >/^^^^{C 

bipyramid^T'^S, RRF^ > A^^^^lCg|t-5„ 
$e>lC*^gl!li, ^^l¥P4j2^2^X{i^^^P432^2$:Wi-S, ftflBRRF^ 

[0 0 10] 

^tc^^^nmit. a=b=47.3A, c=297.6A©^^$CD#^^:^^^>ft-5, BtflHR 
RF^>/t^^^jCK-rSo 

F^>A°^M^CM-rSo 

$e>tc^^^ii, miiz^^m^mmiz^ijmwi-^vf^ti^. tutaRRF^^/i^^ 

^fc2|s:^B9«, Thernotoga Maritimafi^f^OD^OD-T ttflBRRF^ 

?i^^^J£Sc^Jciy^^lb$ti7^, taSBRRF^>A^^^lc 
$^JC*^^tt, ^g^*^RRF^r>A^e#<7)M^^ RRF^>A^^M#:®jK^, 

RRF^ y/^^-^=^u^(Dn^j^mRF^ ynf; ©^^^-a-^^©^^® v\-rti5b^T*fe'5 
, BtffBRRF^?>A°^^MSlcgBt-So 

?SttSIS^®r^ y'^*^. g23^J##l®Arg 110, Arg 129S:mrg 
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[0 0 11] 

IfflSRRF 4? > IC Ml- -5 „ 

it-^vj :^^:i--yi)^^t£^m*^hmn-^n^r^jmK^vnWk^tix\^^. 

t&iaRRF > ^ IC Mt" -5 o 

m&Mmm^*)M^^i}\ x^iisv^Jt?s^4$:^■r-5. iffiaRRF^ 

se>Jc*^ggii, fb-^<feii:RRF^>yl^^®M-&fflSf^MS:?ra^-rS7t«?)©, 
IrflBRRF ^ > A ^ ic M-r S c 
$e>ic*^^li, RRF^>A°^(D^®±. ^®Xtt^®j£^®^J>«:< 

talBRRF^f^A^^lcMf So 
*^^tt*7^, tfff3^^lCj;y#?>:txS, RRF^?>7l^©iaW4^©lcH-rSo 
[0 0 12] 

TfiHT'^Sc L*^%#<<3D^ii«®RRF<Z)-^>C^^i:^)^^^bTV^S3:^:*^^e> 

tiT v^s z: i:;b^e> (M;i«3i!iiil®RRFtt:^liM®^tii:60%offiHffiS:^i-S) 
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xm&>x^mx:^^o 

[0 0 13] 

^^miz^^-t^r^jm} mt. xmiz:^^'r^r^jm<DL-m^i^^Mm 
t^o ^mz^^-t^r^jmit. ^vt/y. r^-y. /ivy. u^t/y. >r 
i/u^^y. -kVy. :^^:^—y. v\/yir—y. 7ai~>n/T^— "f-m/y. 
hVifV^ry. v:^'TAy. -zfuvy. MT.'f-vy. yy.n'y^ym.. t>^a 
^ji^%ym. ^}[^9.^y. i-fni\/if>^^v^'A>9i^ym.. riv^-y 

, :^jfi-^y:sLxswyxtb^. mz^i}ff^rjL\ym^)^ :;^mmm^<Dr^ jm\-s^ 
, j)v-u^i/y. n'y--Vu-73L~}iy^=Ly^ ^=^'7au-)\/r^~y. 

> (Z) Dx \imMD-'7 x.=L)\,r^-yifimfht\.^. 

[0 0 14] 

So 
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o 

[0 0 15] 

ry'BtXf-i^'f-A^-yx^^. 

[0 0 16] 

Noren, C. J.^(Science, 224, pl82-188 (1989))lCi-5-0e&3&^'^^ 

"^X/ J ^yy.T-^ySU.t^V J :f^^:A-~y\t. ^m^^m. Coli^J^lcfeltSRRF 
5:3- K1-ScDNA®^3^JCj;y, ^4MXti^MMRRFttJ«»J j^t^x-S. ^© 

^JC-fe HF^MXtt^MMRRFtfilC^ 5^:tr.>f^Mia««fe(Van 

Dyne G. D.^lCiSJ. M. B, 229 Ppl05(1993))tCi: U|5J Vi2.tf Zl iljb^T'^S. 
[0 0 17] 

o jgJl±® I^^^RRF® r^Jm\ziQ\'i^ ^S^6?IPHT* © iP^MM^ <§> 



1 2 



aiSE# 2000-3052010 



11-15863. 

m¥^^<D^n.^. t Jtic-r -5 r fc J; u $ ti s o 

[0 0 18] 

n^m. Coli®RRF^0RRF^MS®«S^J&y#5*^lC J: »J^^-t-5„ 
[0 0 19] 

r^^J >r>t:l:f it-tt, RRF^^^j&^j^-a-rewilimDRRFO^^^T^^f 
ffilCj^-^-rSZli:, «&oTRRF(Z)?S1£iSSi:tt:^^^-r-5ri:lCj:»;, RRFMtt?: 

r^M-a^j >f>tif5f-tt. »SA^^-^-r&®i:M«iSRRF(Z)^*^w »y 

»{c^-a-r s 3 ic J; y RRF s: ia#-r s -r > t bf - T'fe s c 

>r>tiif^-tt, RRF©iill?^^x^«K^^J^ffi®^^■r^l*^^c^ 

[0 0 2 0] 

[0 0 2 1] 

r^iSgpfij Xtt r^gi4gp^g|j-9>j tit. m?iH(D&.r(D^M(Dm^Xit±x 



mU^f 2000-3052010 
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T^JWtB&nO. 129. 132(Z)3ajaT'*>'5o 

*l§^<Z)Bfi5(Dfc«?)lc, ^7JC»bfc«5tJll^lcM^a-&t)-&fc#^lc, 0.75A 
[0 0 2 2] 

;^vNRRFi^^0^®^7';i/S:f^fiKtsxgS:-^tf:&?£$:v>e>o ^^^cv^T^ -Sffi^^z: 



1 4 
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*BW®ll^6M^CfeV^T^i, Xaffi5f5RRF^OfThermotoga Maritimafijf^RRF^M 

tij^X'^^o t.t=.t^^itizmvxitmF^yAi7}^^<D3;^fj^^'r, mF^yAi;^ 

[0 0 2 3] 

XS©RRF^mheraiotoga Maritiaa RRF(3[)^^:S.tK-etl*^^a^^$ 
tlSRRF©#|^?:^!J«?)Til^-t-Sc — ^Thermotoga Maritiaa RRFO^^tt^^^ 
?K*^e)?^^$tlfe. ^^libipyraBidM®?5IS^P432^25:^-f-S„ z:©^^(5D# 
fe^d^«a=b=47.3A, c=297.6A$:;^f So 

RRF(Z)||BJffi^$:*7lC:^-r„ M^A°ry=^>ytt, RRF*>=E7 v'-T^^SZli:^^ 
[0 0 24] 

H3», Thernotoga Maritima RRF©y /K>lCj;SiiaS:^t-o ^Vy^y^L B 
, C, D, E, FliN*^j:t;c*^glC|nIftT#:fc-rs^y ^^>^$:a^-to /S-t/-M 
, 2, 3, 4, 5, 6ttN5^3g5{)^e>C5^a§lC*^t-tT#^t-r'5/S-i/- h®#-^T^€>o ® 
ICaRStlS J;e){CRRFli, 2K:>^>f >*^^>ai»J, lo«3-3<?)'\U ^Xjb^e>;& y, 

filiaoE, F/\y >y ^^xct:fe:}&'?y, xm^-ommc^V y y^B. c, D, /s-i/ 
-hi, 2, 3, 4. 5^^tJ\^:^>(y(D37k7tm^(D^Wiimmx:^^. 
m^it. Thermotoga Maritina RRFO^^jflg^K^-r^I^Sr^b, ^RTJ^Qt^ii^ti 



1 5 
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y^J^SArg 110, Arg 129, Arg mSr-^tf Rri§'f4*^:^^v>z: i:*^t):6^o;t„ 

[0 0 2 5] 

fl3$:RRFCKbTia«)T«rig{c-rso itmmmi^Jkmt^mzit. mFom^mu 

i-So RRF<D>F^^iaWMi:bT^ffi-rS^t-^#>C?)^tf-$:nriglC 
jj_^^vic^^-rs:i^*^T'#, ^l.TRRFM14^^JC^LT<Z)»^^'r€>^'^ 

, :^mmz^'')'^^tif=.mm.m.^^m^^xwtVi-t^z.iiis^x^^. 

[0 0 2 6] 

^zio^ff-r^n-^tt, RRF|iaSMMffli:RRFh©^(Z)tBSf^M©fe«)®«:jS 

i^-r-Sri:*^"^^ -5 (Travis, J., Science, 262, pl374 (1993))„ 
[0 0 2 7] 

y^nmit^ tzimMXiiMFlzm^-t -& ^® -ft^^fef^RRF t ©RIS IC ^ V^ T . RRF 
#Mtt^tJ^ltVN^S14(Z)M^$:^-t'5RRF^ >t:kr^ - $:^tfi--5fe«?)©fr^:^ 



1 6 
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x:t^;l/:^-®^^•r^l*HCJ:oTf^^»T$4^#S(Meng, E. C. et al J. Comp. Chem 
, 13, 505-524 (1992)), 
[0 0 2 8] 

•t^r^ibizmzmmx:^^, m¥(Dmi^mmxitt<D-m\ii.. ^m^mwcDmm. 
^m-r^^M(Dm(Ddty^'^i7^(Df^^mm<Dmm^mm't^r^mz^m^^z.t 

[0 0 2 9] 

*^<Z)M^#ig}«)'5RRF®Sg®?^ffi, RRF^M^^XttRRF^^g-^flcXtiRRFOftS 

<omm ^:f^^y\zmmzmnis^r% jmmm^^-t^^M<D^(j>^yn^m.<D^ 

^nmmx ^^iS^E^ti^ S:^7lCii^-t 5 J; e> 3&*^^®RRF©«igJ^=ig S: M V^ T«ib 

o 

[0 0 3 0] 

■Dxmm-tazLtif^x^. tLxm^mE^(D^^m^:k}iitm-t^ziiff^x^^ 
o t^^oT, mm0m^<om'^m^\f^(D^m-t^(Dizm:t3:^m^^m&ir:s>ziii)^ 
T'^s. z(Dmmiz^i}. mFt^t^mmi^x^tit^i^il0m(Dm:^mf^^Ji^^^ 

[0 0 3 1] 



1 7 



a}iE# 2000-3052010 
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LTzi>trii-^-y7 h'>air(MA«X-POLAR, Yale University, 1992, Mol 
ecular Simulation, InclC<fc U @H^) S:MV>T2-'3A^j!^|gX^-5^-- :5f SrMMJC^ 
0.20J&lT®R'fiiJC«^'fl:-rSr i:*^T?^-5(MX-«Blundel & Johnson, Protein C 
rystallography. Academic Press (1976), Methods in Enzymology, Volll4,115 
H. W. Wycoff et al. Academic Press (1985). ^S^-dX Z.<Dm%\t. RRFPS^M 

n^nmh. ^bx-^m-t^r^i^K^M-t^ztij^x^^. ^^^mx^^m-^n^ 
mF^mMmmitx. fesv^tt^©M:&^cfcv^TRRF^cls^sc?)g9M^ 

[0 0 3 2] 

^hBmis^^^^ m-'\z. it^m\tmmmz. ^jtegicRRPtcj^^-tsciiiA^T' 

# «i < T e> 3& RRF® ^ ® as h ©^^IcMSI^^^^^^^^^^ffiSf^ 

m-ic, >fb-^ifeliRRFi:CD^-^^nr|gic-r€>=i>ji>^-S/3>$:«^-rs^ii 
A^T'^j5i<Tii>&bJ5iVAo ^b-^#j<Z)#^(Z)^^ii, z.(DmFt.<Dm^\z%1^mz 
^±B9#b>S;v^;b•, ^tie>©^:9'tt^tiT'% n jJ-x - 3 > ±W ic o 

^ -i/ 3 bTli. ^T(Z)Xli-^a)^-^Si5^(M;t«RRF®tSj4g|S 

XltRRFi:a:g?ffl5:f^M-tSv>< 
[0 0 3 3] 

, ^i^-rscifc^^T'^-s. ^^(Dit^moMmmm^i^. ^©^t-^^iiRRFi:® 
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^m^lClt. "tay-^^^^mL. ^LT¥ai:S®:;^^(Biochemistry, 11, 403 
7, (l972))Xtt:tUdr3i^ l/;^-5^F$:ffiv^s:)^^;S:t?>f >tr3i<T'®>?.^ y--> 
^'*(#M¥lO-158643)lCj:»;|®Wf etgiJ^C:^V^TMM■t--5rt*^T'^So ^(Z) 

[0 0 3 4] 

ev^<o}&^(Z):&^cz)loS:^flg-r-5z:i:*^T*^-5c :ioD>^n-i2Xtt, MAi«7© 

j:yg§*&-rsri:A^T'^s„ ^\'^xmM^nt^y^^:iiyhx\,t^t^mmmt. 

a>5r^^)SHf^a•e^St5^:te)4^Sz:i:3&^-e^, XliRRFODM^CD^-^/K^^r^y hicjt^ 
^t^Z.ilff^Xm. ^0#^^fi9^^^a^;^^(MAld!CHARMM, AMBER)$:Mv^ 
[0 0 3 5] 

GRID(Goodford, P. J., "A Computational Procedure for Determining Energet 
ically Favorable Binding Sites on Biologically Important Macromolecules" 
, J. Med. Chea. , 28, pp. 849-857 (1985)), ZltlliOxford University, oxfor 
d, UKcfc yfrjflgprig'e$>S. MCSS (Mi ranker, A^iiU^M. Karplus, "Functionality 
Map of Binding Sites: A Multiple C py Sinulataneous Search Method.", Pro 
teins: Structure, Functi n and Genetics, 11, pp. 29-34 (1991)), rtl}iMo 
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lecular Simulations, Burlington, MA*^ ?> A^BTIgT'^xS. AUTODOCK(Goodsel 1 
D. S. J^t^k, J. Olsen, "Automated Docking of of Substrates to Proteins 
by Simulated Annealing", Proteins: Structure, Function and Genetics, 8, 
pp. 195-202 (1990)), miiScripps Research Institute, La Jolla, CA*^e> 
X^-5f|gT$>So DOCK(Kuntz, I. D. et al, "A Geometric Approach to Macrom 
olecule-Ligand Interactions", J. Mol. Biol., 161, pp. 269-288 (1982)), 
r.tlliUniversity of Carifornia, San Francisco, CA:&^ ^^UffloflbT^So 
[0 0 3 6] 

[0 0 3 7] 

CAVEAT(Bartlett, P. A. et al, "CAVEAT: A Program to Facilitate the Struc 
ture-Derived Design of Biologiccally Active Molecules", Molecular Recogn 
ition in Chemical and Biological Problems", Royal Chem, Soc.,78, pp. 182 
-196 (1989)), 3tl»the University of Carifornia, Berkeley, Cktf^A^'^ 
IgTrfe-Sc MACCS-3D(MDL Information Systems, San Diego, CA®ic)^3D Data 
base systems , Z.OW.iiilt. Martin, Y. C.,"3D Database Searching in Drug 
Design", J. Med. Chem., 35, pp. 2145-2154 (1992) lC||E^$4x^o H00R(Molec 
ular Simulations, Burlington, MA*^ b A#^^'??$>S)o 
[0 0 3 8] 

^mm^^ii't) »j izmmit^mxitm<DMFm^it^mt. RRFA^ h (Df^^mm 
x»^g^il^clSDT^^®las5l(I®v^<o*^cD^:^)•^:-^t^)5:mv^T^^e5^c, x 
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LUDKBohm, H. J., "The Computer Program LDDI: A New Method for the de nov 
o Design of Enzyme Inhibitors", J. Comp, Aid, Molec, Design, 6 pp. 61-78 
(1992), ZltlliBiosym Technologies, San Diego, CAJ: tj A#nrtg"e^§o LEG 
END(Nishibata, Y.RXfA. Itai, Tetrahedron, 47, p. 8985 (1991), ZltlliMol 
ecular Simulations, Burlington, MA J: »; A^nflblf fe<5o LeapFrog(Tripos As 
sociates, St. Louis, mi)^^m^«SmV:^^o 
[0 0 3 9] 

fa®^^•=E^U>y$:2^^^^CfeV^T^M■rS3i:*^-e^So M^«Cohen, N 
. C. ^{Ci: ^Molecular Modeling Software and Methods for Medicinal Chemi 
stry, J. Med. Chem. , 33, p883-894 (1990) tlytV>„ XNavia, M. A. 

^tJ^M. A. Murcko, The Use of Structural Information in Drug Design, Curr 
ent Opinions in Structural Biology, 2, p. 202-210 (1992) tl7t^^„ 
[0 0 4 0] 

m\t. *?J10kcal/molS:M;t^;V\ * L < lij^7kcaI/mol S:S;i;S;V%i^'a-®I>T 
-*^;l^©lJ;^j#v^^>4^;^-->3>T% L#So ^ti^©^ 

MA©t>-r^:^7tt, m^it^m(D:3L:^)v^'-}im.^nfimm\z^^'r^m^ 

[0 0 4 1] 
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[0 0 4 2] 

J^OMtLX. Gaussian 92 C, M. J. Frisch, Gaussian, Inc. .Pittsburgh, PA 
1992; AMBER, version 4.0 P. A. Kollman, University of California, San F 
rancisco, 1994; QUANTA/CHARMM Molecular Simulations, Inc, San Diego, CA 
1994^A^#tf e>tl<5o Z:ne)®r^ntj7*^Ali, Silicon Graphics IRIS 4d/35X 
tilBM RISC/6000 Model550^CD^FlM3>tf:a-^S:MV^T^^^■r^3:i::^)^"e^'5 

[0 0 4 3] 

-m. RRF^'a-^fc^w±ia®«fc-5tcSjg{cs^xii^tf$4xsi:> mz^<D 

[0 0 4 4] 

^nm\tt.t=.. RRF(Z)^M#iS:nrigcL/, ^hx^t\.h(om^wk(omm^'^ 

|gic-rs. J:»;^IDJCli, *^^lCj:y, RRF©^^#5glCS^<RRF(Z)?Stt^fi 
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[0 0 4 5] 

3 (Z) <fc -3 tt> SF^MRRF i: itic L V^ < o *^ Ir ^ f'tl 

Ci:»J#^^lte>ti5o '0!Ix.li^®J;^:&^M«:ii. 

[0 0 4 6] 

*IS^ J; y $ ti S RRF^M^ ii, # < © ^ ic j: »; ^^"T S 3 i: jb^ ^ 
S» M^«lf4MRRFiB^J«. :^mm^mmbX. ^M^cM*Uv^hM$tlfe 
^feic ^ T , :r U □f 5? ^ l/:^^ F^MW^MMISX im(Dm^<D^m 
^^^)^a{CJ:y^M$itSz:i:j{)^-e^S„ *-5v%liRRFcz>^M#tt> #^©7 

^€>„ ^ejcRRF^M^tt, r^>^mmm. BPt»#^©i/X7^>r>xtt^^;r^ 

^^±T'1?^MjKU^>^^ FX^M^^jK'J'^y^^ K®V^i*^l3()^$:^3lt--S3^ 
[0 0 4 7] 

^Mli> ^^:tV:^^^ ly:^^ K$:Mv^T, RRF$!3- K-rSDNAIB^Jtf^lc^A 
5?^^ l/:^^ Kffi^J$:-g-tJo fi^m%±^mmm. flBO^^ODRRFXttRRF 

So 

[0 0 4 8] 
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mo^y^-ho^mxitmz. •:fu=^-'$t-. y#y--^^^^ 

RF^^^Srn- Fb. 7!)>oSIMBB^J©M^Ta>r®BB^J®^^S.tJ^3®RRF®J^J 
IC J: y 3- FStiSmMcDjgife^jg^S: "IlglC-t-^ji^^ V 7=>f > 

[0 0 4 9] 

FBB^J ^ ^^-t © IC^t m ^ -5 o :!! tl e> ttM X. liSV40(DS 
^^CDajK:/^^^ FCM^licol PCRI, PBR322, pMB9^tt^^tl 
$:^-^^€>E. Colifi5l^®y^X^ F), <^:»JjAV^^iJ^®>^^X^ F(M^«RP4 
, 7 T - Vmk m7l.\t^<(D7.y7- t^(DmmW «NM989) 7 

[0 0 5 0] 
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mSVAO(DlS!}m-:ftl^-^~RXf^m:fU^--$(-. lac^, trp^, TAC^XHTRC 

f dri - h > A ft® ;i :7 T - i^mmmi^o^mfst:^-^ u-it -mmAvi^^ 

u=^-'$i-mm±XE. ColiM). S-zixX^J^^^'U-fel/- h^:h-«liff6®5||^ 

t>-^i)-m\fhti^. ^nmot^mrjtmmmmiziB\^x. ^mm^^a. e. coh 

[00 5 1] 

^tLT, m±itE. Coli, Bacillus^tJfStreptomyces(Z)J;e)3&||IIS, ^SCDJ: 

~y ^m^mmii^mif^ti^. nm:^£mmmmizi5\^x. ig±«iiiigiiE. coii^ 

[0 0 5 2] 
[0 0 5 3] 

m:^it^<D^Mm^m. "^^mmmiJ. ^^^©Bic^RRFSrn-F^SDNAgH^J© 
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[0 0 5 4] 

:ii:*^i?^So :^titt^*M3K®^^^.(pi)^Jfc««b:^^MRRF©^«,4^?l!l^ 

■rSZliltCJ; y^^^tli), Wellner, D. Analyt. Chem. 43. p597 ( 

1971)(5!)^^IC j:S>y;i/m^aci&tC j; U«!l^StlSo ^®#«A^^^fc bJt^M^*^ 

[0 0 5 5] 

5^ FS:Mv^ST^y-fe-f (t&m) ^Mv\TlS14ii^$ ti€>c ^M*<siiJiia® J: e) tCRR 
F;KPS:?:?i^^-5 ' IC J: y , RRF«M#Mtt®M ^rMj^t" S r i: *-T'^ 6 , 

5tRRF^^#li. ^^?!§^±®^^^atS&V^=b®t;^t^c 
[0 0 5 6] 

[nlgM] 

Ml.jj^^MfifefC^ (hanging drop vapour diffusion technique) tC j:<5axg> 
RRFjt>/t jygjj^^-fb 
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aX©RRF^^>7^°^4mg/InI:^)^e>8lng/■l, h U 50mM pH8.5, WM^ 70-100 

mM, V 1/ y^^vzi-'}iu%i)^f3 18% ^-^ti 5 pel (DmmtimmitL. 

?)tlSc h y ^^taSie lOOmM pH8.55SggJgl50aM:6^e>200mM, jKUx^l/^^Ull- 
;l/28%;^>^e>36%©^«?£^S;&f LTXRRFM^$:#:fe. ^^tt. l*^e>3jM^T?3 
0X50X250itt«©:^^$iC^:RLfc„ ^©^^5:® 1 IC^-^c 
10 0 5 7] 

. mm^mm iz^^ RRF(Z)^^^tii jt 

RRFH7j?J^#jt^^(D#mil bT, (multiple isoaorphous 

replacement procedure) S:MV^fc„ :LtHt. fiM^{Cj;-&|^^f*:i$?>A°^M^ 

z:G)^t^^^0Xi^!a^®5=-^^ li, MaxII synchrotron (Sweden, Lund) IC 
i:yBL71^^tt)t„ 
[0 0 5 8] 

^<Z):^>f ^^-r ^Ja;MStt2.6A©jS?^fgT'ia^Lfc„ 1.5jeA±®^if-f J/^^W" ® 
ZlO^^tt, a=98.5A, b=106.7A. c=66.7AS:^L. P2j2j2tCMLT Vn^„ 
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, 0.5® h^>Xl/-$/3>*^#^E"t"&o 2-D(0mMi^<D'r--^f)^^hn. Zf^ 
R(Z)ffi(-7j^CKIS[tbT)=3D SUM ( ABS(I - <I») / SUM (I) 

mm.{r.d^^Wii^i^x)=2Xi SUM ( (i - <i» ** 2) / sum (i «* 2) 

iJ^nfk=Z\i SUM ( (I - <I» ** 2) / (X^-** 2 * N / (N-1) ) ) 

©5Fn ® tf it ic ttzi^a_hM^ b fcffi ^ T © ^^^f o o 

[0 0 5 9] 

^1 









Stat. M 




£ R-H^^ 




TM 
















30.0 


7.12 


814.6 


36.6 


18.5 


0.709 


0.033 


0.032 


7.12 


5.67 


227.1 


16.7 


13.5 


1.012 


0.084 


0.072 


5.67 


4.95 


266.0 


19.0 


15.3 


0,983 


0.083 


0.075 


4.95 


4.50 


417.3 


25.3 


18.4 


1.052 


0.070 


0.064 


4.50 


4.18 


394.0 


25.5 


19.6 


1.239 


0.087 


0.086 


4.18 


3.93 


'330.4 


24-4 


19.7 


1.064 


0.093 


0.088 


3.93 


3.74 


296.1 


24.6 


20.9 


1.286 


0.125 


0.219 


3.74 


3.58 


283.8 


25.5 


22.0 


1.275 


0.142 


0.221 


3.58 


3.44 


207.5 


23.2 


21.2 


1.314 


0.170 


0.192 


3.44 


3.32 


173.2 


22.5 


21. 1 


1.278 


0,193 


0.298 


3.32 


3-22 


151.8 


22.1 


20.9 


1.414 


0.222 


0.231 


3.22 


3.12 


130.4 


21.7 


20.8 


1.560 


0.265 


0.280 


3. 12 


3.04 


108.3 


20.6 


19.9 


1.552 


0.306 


0.307 


3.04 


2.97 


92.2 


19,9 


19.2 


1.655 


0.334 


0.315 


2.97 


2.90 


74.9 


19.2 


18.7 


1.632 


0.411 


0.416 




268.4 


23.2 


19.3 


1.259 


0.119 


0.102 
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[0 0 6 0] 
^S.Thermotoga Maritimag)RRFg>^^:^jg 

Thermotoga Maritima©RRF cMk^^M'^^ ^ — i?E11650)lZ^ U — yitL. IP 
TG^iniCj: »JE. ColiT^3^$-ti:fco ^mtVXm^mm^'iZlhernotogi Mariti 

ma RRFii^miy^jix-mmi^rcLo mm^mmmi:i^mL. ^at^oD^^^CBiochem 

istry, n, 4037, (1972))$:gc^Lfc:;^^T'3»|gL/, Thermotoga Maritima RRF 
RRF®^^S:^^raiC<fc»J^:R$-&7^„ 5-10M.l<Dmmm^mM(DTes 
ervoir||g(00.1M mMki- h V ^ 2^. (pH5.5)2.0M 5mM DTT, 10%^V± 

3H^{Cli, 0.3X0.3X0.5iiiii®bipyramidM®^^{C^:RL:^„ 
[0 0 6 1] 

ifeT^xaT^-^-fe^y ^(2.55A^^^^|g)S:^f-Z^^>r>BL71^^C^V^T, MAXII 
i/yi/U ^^>$:Mv^TMa^345>r:J^-^^>''l/- h^^-f ^Jr-ic^4?)fc. T^-^Jf 
X^r-^I/. ^r^T^'y ^Xfl:S^tJfa:$^{±, VDS^mscale(Kabsch, W. J 
. Appl. Crystallography 26 795 (1993))0:/D A^rfflVATfTo MAD^ 
— ^ (mult i ware length anomalous dispersior data)li, M:S0.9184~0.9782SttJ^ 
0.9788A^C^V^T, If'-i^^^ >BM14 ESRFtCT^ffV^ Mar345^ - s;:/ 1/- h 
y^^y^^ it-^m^^XMi^t^o Zl(D^-^Jt$:MosflB(Leslie, A. G. W. in Cryst 
allographic computing Oxford Univ Press (1990)) $:MV^T^3ffil/, X>5r — ;i/ 
, V-i;^iScala(CCP4)ttt^cT^fofco 
[0 0 6 2] 

■fe 1/^1^7 i^M^-^RRFtfilC^i'tSfiaii, shelx:/oi^^i:»(sheldrick, G. M. 
Acta Cryst. A46 P467 (1998))S:MV\ normalize^ tlfcHJtH^-Srffl V^fe. M 
M^(-fel^— '>A)/\°^;t-^-ti, MIphase(CCP4)$:fflV>Titt^'ft:L]t. 

S:^^S^P4^2j2S:y^P432j2©lil:3^'e:^«>T i5^^7^ il Zl 6. iE b V^^^^^i, 
P432j2T'$)SZli:*^^e>*^i:^ofeo U y hffili. 0.66A~4.0A©^j!i? 

|gi&3^L/fco ^2l±Therraotoga Maritima RRFOSg^^^— ^ Srat-to 
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[0 0 6 3] 

m 

^3 U'^ >3 V 

^i^3^<^^>^^/^2.65 - 2.55 A(^lii-6<i 

30-2.55 



79947 (7119) 

mm^m^mi 11927 (1261) 
^nwMWi 6.7 (5.6) 

R^(%) 0.049 (0.156) 

f—^fO^^m. (%) 99.8 (99.1) 
I/sigmad) 26.4 (8.9) 



R»erse=(III-<I>l /ZI) ^4', HilS^ ^ tbfc^SX-fc 0 , 



[0 0 64] 

^^^tt-fb (solvent f latter ing):g:t?€l^fflt£§i(CCD4-collaborative conputir 
y project #4, A suite of program for protein crystallography Daiesburg L 
aboratory, Warrington, WA4 4. AD UK (1979)lCj:y, ^VZf^^'B^X^. %±tji 
jKU'^y^F^S: h \/-7.-t^Z.}l\zm^ht=.. ^T^;i/«|^>''n^^A(Jones, 
A. T et al Acta. Cryst. A47 PP110(1991))fil«©«^<b((CNS)Branger A. T e 
t al Acta Cryst D54 p905 (1998));Stt^&ffi®ll:5)'(phase combination) I: 
jgL, ^T©'il^^^7';HC#A-r<5Zli:;()^T'#:/co rigid body:S.tJf^g«) (pos 
itional)#^>fl:S:=ffV\ S e> tC^lST-- U > ^(simulated annealing) $:tfo 
fc. ^:0D^v=;i/$:^^7^-^ (Native Data) i:m-a'bT^5^;i/<5^ffi©«>^MV^ 

[0 0 6 5] 

^^•(25.3%)^^-rso mmm^^Mm^nfs^^(^=:.^^i^^i5mtmmtQ.^i 

3 0 ffiSE*^ 2000-3052010 
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[0 0 6 6] 

msit. Thermotoga Maritima WF^^^- Omt^^^MMI^^^m-to 
^3 
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[0 0 6 7] 

^4li, Thermotoga Maritima RRFC3[)Phasing$:^"^„ 
^4 



r s 
1 ^ 
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®#V^PCRS$:MV^T, ^M5:^A L^t (Janosi et al EMBO J. 1 
7 1141 (1998)), 

[0 0 6 9] 

mikOJ:e)lCL/riffo3t„ Janosi^{Cj:^EMBO J. 17 1141 (1998) IC|H«$ tlT 

HiSMT'li, :^l©m<DU4(^ecA-)S:^i^LTSv^:fe:„ r ©Stt^ n ^ V^- A± 
oyiTTi^^v i/-Ai/'7 ^®fc«)^c^^S^^>ffc$4^T^^Sfe*?), :*:©MlipPEN(i560)( 
Janosie,EMBO J 17 1141 (1998)) J:^Cfe-5l|F^Mfrr^Ci: U ^fe^^rlfeoTVNSo P 
PEN(1560)lj:, 7!j-^V^$/>it'i4S^:5:tJ^2^a*Siiit»'B^(sucrose sensitivit 
y gene)$:-^tfo 

[0 0 7 0] 

a):&^frr^n-Dt=.mt. ±ISpPEN1560$:j#fc^;V^ i:^^T^Tl't«;V>„ t^^oTpMI 
Xi:pPENl560©^;5(D:;/'^x^ K$:^-rsS5:il?b:fe:o H^tcpMlXiipPENlSBOG) 
M:/^:^^Fl±> ®miiincompatible:^0r)-e^t#L/^VN3b\ ±fa<D J: ^ Ci^^lC 

e> ;n ti IS (m^^M"^ - ^ - istm rr ©i^iitt) ^#-r S o 

[0 0 7 1] 

•r^o ^#lC:^Wb, |ff#lC:^Wb^V^a?:S^-rSi:pPEN156Oi:pMIXtf30leth 
al frrS:^#oTV^SK$:S^S. r®attpPEN1560S:>e-rS*^e>e/aifiS$:-^tf 

^tlO^^X^ KSrS^'fbb. ^tl?:MV\T:^J!i®DH5a(wild type frr$:;tt^) 
5: h^>X>'*-ALfc„ z:®»li±i^0ri:<a^^M©frr$:;t1-^(^T'pPENl 
560(;fJ■:^V>fS/>ii^^)$:i^^ili: b*V^. tJeoT^D^i>-7x-3-;K 
>re/>^^tt®:^liSDH5a lethal Butation^r^tt., pMIX^^f-TS:^ 
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[0 0 7 2] 

(0.9kb,frr)^mymLT^^lCi:SDNA@e3«J^^&^fofco ^(Z)M^$:^5{C^ 
-To 

[0 0 7 3] 
[^5] 
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87.427 1,00 32.45 

88.282 1.00 32.45 

87.279 1.00 28.05 

88.149 1,00 28,05 

87,953 1.00 77.52 

88.607 1.00 77.52 
89.044 1.00 77.52 
89.804 1.00 77.52 
90.440 1.00 77.52 
87.883 1.00 28.05 
88.813 1.00 28.05 

86.608 1.00 37.89 

86.236 1.00 37.89 
84.707 1.00 33.33 
84.348 1.00 33.33 
84.131 1.00 33.33 
84.752 1.00 33.33 
86.799 1.00 37.89 
87.421 1.00 37.89 
86.583 1.00 35.03 
87.075 1.00 35.03 
86.732 1.00 30.62 

85.237 1.00 30.62 
84.908 1.00 30.62 
85.736 1.00 30.62 
83.815 1.00 30.62 
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89.154 1.00 35.03 
89.206 1.00 38.35 
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J 


180 


CB 


GLU 


23 


7.875 


-0.235 


89.633 


1 


.00 


47.44 




181 


CG 


GLU 


23 


6.846 


0.839 


89.933 


1 


.00 


47.44 




182 

■X- \J£a 


CD 


GLU 


23 


5.624 


0,775 


89 039 


1 


.00 


47.44 




183 


OEl 


GLU 


23 


4.619 


1.425 


89*368 


1 


.00 


47.44 




184 


0E2 


GLU 


23 


5.654 


0.085 


88.005 


1 


.00 


47.44 




185 


c 


GLU 


23 


10.008 


-1.349 


90.338 


1 


.00 


29.14 




186 


0 


GLU 


23 


10.007 


-2.283 


91 . 142 


1 


.00 


29.14 




187 


N 


LEU 


24 


10.796 


-1.327 


89.266 


1 


.00 


38.04 




188 


CA 


LEU 


24 


11.716 


-2.423 


88.981 


1 


.00 


38.04 




189 


CB 


LEU 


24 


12.360 


-2.229 


87.614 


1 


.00 


26.06 




190 


CG 


LEU 


24 


11.366 


-2.262 


86.456 


1 


.00 


26.06 




191 


CDl 


LEU 


24 


12.097 


-1.999 


85.165 


1 


.00 


26.06 




192 


CD2 


LEU 


24 


10.657 


-3.604 


86.415 


1 


.00 


26.06 




193 


c 


LEU 


24 


12.805 


-2.520 


90.039 


1 


.00 


38.04 


WJ» J 


194 


0 


LEU 


24 


13.360 


-3,586 


90.288 


1 


.00 


38.04 


MTH J 


195 


N 


ARG 


25 


13.097 


-1.393 


90.666 


1 


.00 


38.24 


Mir 


196 


CA 






1 >i 111 
14. 11/ 






i 


. uu 


QQ OA 
OO.Z4 




197 


CB 


ARG 


25 


14.552 


0.128 


91.846 


1 


.00 


32.35 




198 


CG 


ARG 


25 


15.401 


0.400 


93.059 


1 


.00 


32.35 




199 


CD 


ARG 


25 


15.612 


1.890 


93.266 


1 


.00 


32.35 
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200 


NE 


ARG 




201 


CZ 


ARG 




202 


NHl 


ARG 




203 


NH2 


ARG 




204 


C 


ARG 




205 


0 


ARG 




206 


N 


LYS 




207 


CA 


LYS 




208 


CB 


LYS 




209 


CG 


LYS 




210 


CD 


LYS 




211 


CE 


LYS 




212 


NZ 


LYS 




213 


C 


LYS 




214 


0 


LYS 




215 


N 


MET 




216 


CA 


MET 




217 


CB 


MET 




218 


CG 


MET 




219 


SD 


MET 




220 


CE 


MET 




221 


C 


MET 




222 


0 


MET 




223 


N 


ARG 




224 


CA 


ARG 




225 


CB 


ARG 




226 


CG 


ARG 




227 


CD 


ARG 




228 


NE 


ARG 





#^1 1 


-15 8 


25 


15.485 


2.205 


25 


14.386 


2.692 


25 


13.310 


2.945 


25 


14.352 


2.872 


25 


13.648 


-1.884 


25 


14.452 


-2.427 


26 


12.352 


-1.762 


26 


11.792 


-2.239 


26 


10.685 


-1.287 


26 


11.150 


0.165 


26 


10.163 


1.079 


26 


8.877 


1.234 


26 


8.005 


2.257 


26 


11.258 


-3.672 


26 


10.856 


-4.257 


27 


11.270 


-4.218 


27 


10.814 


-5.566 


27 


11.078 


-5.799 


27 


9.999 


-6.456 


27 


10.710 


-6.822 


27 


10.529 


-8.604 


27 


11.586 


-6.625 


27 


12.817 


-6.535 


28 


10.891 


-7.632 


28 


11.600 


-8.700 


28 


10,653 


-9.617 


28 


11.379 


-10.784 


28 


11.935 


-11.825 


28 


12.853 


-12.803 



94.680 


1 


.00 


32.35 


95.246 


1 


.00 


32.35 


94.516 


1 


.00 


32.35 


96.557 


1 


.00 


32.35 


93.036 


1 


.00 


38.24 


93.795 


1 


.00 


38.24 


93.323 


1 


.00 


37.23 


94.590 


1, 


.00 


37.23 


95.047 


1. 


.00 


39.64 


95.116 


1. 


.00 39.64 


95.826 


1, 


.00 


39.64 


95.054 


1, 


.00 


39.64 


95.699 


1. 


,00 


39.64 


94.522 


1. 


.00 


37.23 


95.529 


1, 


,00 


37.23 


93.318 


1. 


,00 


33.15 


93.008 


1. 


,00 


33.15 


91.535 


1.00 


37.03 


90.761 


1. 


,00 


37.03 


89.162 


1. 


,00 


37.03 


89.133 


1. 


,00 


37.03 


93.797 


1. 


00 


33.15 


93.910 


1, 


00 


33.15 


94.332 


1. 


00 


34.95 


95.047 


1. 


00 


34.95 


RSI 


1. 


00 


37.05 


96.563 


1. 


00 


37.05 


95.587 


1, 


00 


37.05 


96.172 


1. 


00 


37.05 
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229 


CZ 


ARC 


28 


12.485 


-13.830 


96.935 


1. 


00 


37.05 




230 


NHl 


ARC 


28 


11.205 


-14.023 


97.227 


1. 


00 


37.05 




231 


NH2 


ARG 


28 


13.397 


-14.685 


97.381 


1. 


00 


37.05 




232 


C 


ARG 


28 


12.284 


-9.524 


93.976 


1. 


00 


34.95 




233 


0 


ARG 


28 


11.663 


-9.932 


92.999 


1. 


00 


34.95 




234 


N 


THR 


29 


13.560 


-9.792 


94.176 


1. 


00 


38.90 




235 


CA 


THR 


29 


14.324 


-10.557 


93.211 


1. 


00 


38.90 




236 


CB 


THR 


29 


15.137 


-9.563 


92.332 


1. 


00 


35.61 




237 


OGl 


THR 


29 


14.492 


-9.442 


91.059 


1. 


00 


35.61 




238 


CG2 


THR 


29 


16.569 


-9.974 


92.161 


1. 


00 


35.61 




239 


C 


THR 


29 


15.184 


-11.578 


93.952 


1. 


00 


38.90 




240 


0 


THR 


29 


15.051 


-11.739 


95.164 


1. 


00 


38.90 




241 


N 


GLY 


30 


16.041 


-12.288 


93.233 


1. 


00 


39.05 




242 


CA 


GLY 


30 


16.877 


-13.287 


93.870 


1. 


00 


39.05 




243 


C 


GLY 


30 


17.824 


-12.818 


94.961 


1. 


00 


39.05 




244 


0 


GLY 


30 


18.097 


-13.571 


95.894 


1. 


00 


39.05 




245 


N 


LYS 


31 


18.327 


-11.591 


94.864 


1. 


00 


44.38 


mi- 


246 


CA 


LYS 


31 


19.276 


-11.095 


95.859 


1. 


00 


44.38 




247 


CB 


LYS 


31 


20.463 


-10.413 


95.166 


1. 


00 


96.17 




248 


CG 


LYS 


31 


20.425 


-8.883 


95.169 


1. 


00 


96.17 




249 


CD 


LYS 


31 


19.350 


-8.309 


94.249 


1. 


00 


96.17 




250 


CE 


LYS 


31 


19.212 


-6.796 


94.447 


1. 


00 


96.17 




251 


NZ 


LYS 


31 


20.346 


-6.211 


95.237 


1. 


00 


96.17 




252 


C 


LYS 


31 


18.665 


-10.138 


96.876 


1. 


00 


44.38 




253 


0 


LYS 


31 


17.769 


-9.360 


96.553 


1. 


00 


44.38 






PI 






1 Q 1 




Qp 191 
oO« IZl 


1 


uu 


00. 




255 


CD 


PRO 


32 


20.333 


-10.942 


98.583 


1. 


00 


38.30 




256 


CA 


PRO 


32 


18.663 


-9.308 


99.190 


1. 


00 


38.22 




257 


CB 


PRO 


32 


19.512 


-9.720 


100.391 


1. 


00 


38.30 
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258 


CG 


PRO 


32 


20.805 


-10.115 


99.765 


1 


.00 38.30 




259 


C 


PRO 


32 


18.823 


-7.833 


98.853 


1 


.00 38.22 




260 


0 


PRO 


32 


19.905 


-7.386 


98.482 


1 


.00 38.22 




261 


N 


SER 


33 


17.734 


-7.082 


98.981 


1 


.00 37.83 




262 


CA 


SER 


33 


17.753 


-5.655 


98.705 


1 


.00 37.83 




263 


CB 


SER 


33 


17.385 


-5.392 


97.245 


1 


.00 42.16 




264 


OG 


SER 


33 


17.475 


-4.009 


96.959 


1, 


.00 42.16 




265 


C 


SER 


33 


16.785 


-4.914 


99.626 


1, 


.00 37.83 




266 


0 


SER 


33 


15.588 


-5.189 


99.634 


1, 


.00 37.83 




267 


N 


PRO 


34 


17.302 


-3.967 


100.425 


1. 


.00 31.79 




268 


CD 


PRO 


34 


18.736 


-3.767 


100.705 


1. 


.00 21.38 




269 


CA 


PRO 


34 


16.450 


-3.202 


101.343 


1. 


.00 31.79 




270 


CB 


PRO 


34 


17.413 


-2.226 


102.022 


1, 


,00 21.38 




271 


CG 


PRO 


34 


18.762 


-2.426 


101.353 


1. 


,00 21.38 




272 


C 


PRO 


34 


15.304 


-2.485 


100.653 


1. 


.00 31.79 




273 


0 


PRO 


34 


14.306 


-2.134 


101.285 


1. 


,00 31.79 




274 


N 


ALA 


35 


15.435 


-2.301 


99.346 


1. 


00 38.20 




275 


CA 


ALA 


35 


14.432 


-1.607 


98.561 


1. 


00 38.20 




276 


CB 


ALA 


35 


14.956 


-1.386 


97.157 


1. 


00 17.23 




277 


C 


ALA 


35 


13. 072 


-2.287 


98.506 


1. 


00 38.20 




278 


0 


ALA 


35 


12.067 


-1.630 


98.221 


1. 


00 38.20 




279 


N 


ILE 


36 


13.024 


-3.593 


98.765 


1. 


00 43.48 




280 


CA 


ILE 


36 


11.751 


-4.315 


98.723 


1. 


00 43.48 




281 


CB 


ILE 


36 


11.950 


-5.840 


98.563 


1. 


00 35.86 




282 


CG2 


ILE 


36 


12.611 


-6.150 


97.237 


1. 


00 35.86 




283 


CGI 


ILE 


36 


12.815 


-6.383 


99.691 


1. 


00 35.86 




284 


CDl 


ILE 


36 


13. 127 


-7.851 


99.539 


1. 


00 35.86 




285 


C 


ILE 


36 


10.902 


-4.072 


99.962 


1. 


00 43.48 




286 


0 


ILE 


36 


9.721 


-4.402 


99.979 


1. 


00 43.48 
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287 


N 


LEU 


37 


11.502 


-3.493 


100.995 


1. 


00 45.44 


Ml* J 


288 


CA 


LEU 


37 


10.775 


-3.214 


102.222 


1. 


00 45.44 




289 


CB 


LEU 


37 


11.697 


-3.364 


103.431 


1. 


00 37.85 




290 


CG 


LEU 


37 


12.257 


-4.779 


103.613 


1. 


00 37.85 




291 


CDl 


LEU 


37 


13.166 


-4.833 


104.832 


1. 


00 37.85 




292 


CD2 


LEU 


37 


11.108 


-5.760 


103.761 


1. 


00 37.85 




293 


c 


LEU 


37 


10.169 


-1.822 


102.205 


1. 


00 45.44 




294 


0 


LEU 


37 


9.378 


-1.474 


103.075 


1. 


00 45.44 




295 


N 


GLU 


38 


10.533 


-1.029 


101.206 


1. 


00 35.29 




296 


CA 


GLU 


38 


10.024 


0-327 


101.086 


1. 


00 35.29 




297 


CB 


GLU 


38 


10.727 


1.047 


99.938 


1. 


00 35.02 




298 


CG 


GLU 


38 


12.126 


1.507 


100.291 


1. 


00 35.02 


XON J 


299 


CD 


GLU 


38 


12.859 


2.111 


99.118 


1. 


00 35.02 


J 


300 


OKI 


GLU 


38 


12.198 


2.705 


98.240 


1. 


00 35.02 




301 


0E2 


GLU 


38 


14.103 


2.005 


99.084 


1, 


00 35.02 




302 


c 


GLU 


38 


8.525 


0.376 


100.881 


1. 


,00 35.29 




303 


0 


GLU 


38 


7.898 


1.409 


101.088 


1. 


.00 35.29 




304 


N 


GLU 


39 


7.940 


-0.744 


100.485 


1, 


,00 43.94 




305 


CA 


GLU 


39 


6.503 


-0.787 


100.259 


1, 


.00 43.94 


Ays J 


306 


CB 


GLU 


39 


6.211 


-1.291 


98.846 


1. 


.00 81.69 




307 


CG 


GLU 


39 


6.456 


-0.239 


97.771 


1. 


.00 81.69 




308 


CD 


GLU 


39 


5.420 


0.872 


97.802 


1, 


.00 81.69 




309 


OEl 


GLU 


39 


4.242 


0.586 


97.505 


1, 


.00 81.69 




310 


0E2 


GLU 


39 


5.777 


2.027 


98.125 


1, 


.00 81.69 




311 


c 


GLU 


39 


5.783 


-1.642 


101.289 


1 


.00 43.94 




olz 


0 


n TT 
ULU 


oa 




i . ODU 


1 ftl 1 S7 
. lOI 


1 

1 , 


no QA 




313 


N 


ILE 


40 


6.519 


-2.130 


102,279 


1 


.00 39.98 




314 


CA 


ILE 


40 


5.914 


-2.929 


103.332 


1 


.00 39.98 




315 


CB 


ILE 


40 


6.874 


-4.032 


103.844 


1 


.00 36.67 
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316 


CG2 


ILE 




317 


CGI 


ILE 




318 


GDI 


ILE 




319 


C 


ILE 




320 


0 


ILE 




321 


N 


LYS 




322 


OA 


LYS 




323 


CB 


LYS 




324 


CG 


LYS 




325 


CD 


LYS 




326 


CE 


LYS 




327 


NZ 


LYS 




328 


C 


LYS 




329 


0 


LYS 




330 


N 


VAL 




331 


CA 


VAL 




332 


CB 


VAL 




333 


CGI 


VAL 




334 


CG2 


VAL 




335 


C 


VAL 




336 


0 


VAL 




337 


N 


ASP 




338 


CA 


ASP 




339 


CB 


ASP 




340 


CG 


ASP 




341 


ODl 


ASP 




342 


0D2 


ASP 




343 


C 


ASP 




344 


0 


ASP 





#^1 1 - 


-15 8 


40 


6.193 


-4.855 


40 


7.284 


-4.952 


40 


6.116 


-5.618 


40 


5.591 


-1.969 


40 


6.490 


-1.467 


41 


4.305 


-1.705 


41 


3.877 


-0.797 


41 


2.794 


0,146 


41 


3.189 


0.926 


41 


1.962 


1.566 


41 


2.274 


2.250 


41 


3.149 


3.440 


41 


3.346 


-1.535 


41 


2.775 


-2.625 


42 


3.527 


-0.902 


42 


3.099 


-1.440 


42 


4.351 


-1.856 


42 


4.204 


-1.477 


42 


4.578 


-3.349 


42 


2.313 


-0.330 


42 


2.684 


0.836 


43 


1.218 


-0.676 


43 


0.416 


0.329 


43 


-1.006 


-0.189 


43 


-1.902 


0.849 


43 


-2.036 


1.970 


43 


-2.484 


0.547 


43 


1 099 


0 650 


43 


0.885 


-0.027 



6 3 




104.920 


1 


.00 


36 


.67 


102.694 


1 


.00 


36 


.67 


102.010 


1 


.00 


36 


.67 


104.478 


1 


.00 


39 


.98 


105.153 


1 


.00 


39 


.98 


104.682 


1 


.00 


42 


.16 


105.732 


1 


.00 


42 


.16 


105.205 


1 


.00 


51.75 


103.966 


1 


.00 


51 


.75 


103.350 


1 


.00 


51 


.75 


102.032 


1.00 


51 


.75 


102.204 


1 


.00 


51.75 


106.954 


1 


.00 


42 


.16 


106.861 


1 


.00 


42 


.16 


108.104 


1 


.00 


36 


.81 


109.377 


1 


.00 


36 


.81 


110.199 


1 


.00 


34 


.57 


111.654 


1 


.00 


34 


.57 


110.051 


1 


.00 


34 


.57 


110.067 


1 


.00 


36 


.81 


109.975 


1 


.00 


36 


.81 


110.734 


1 


.00 


42 


.28 


111.424 


1 


.00 


42 


.28 


111.671 


1 


.00 


62 


.32 


112.335 


1 


.00 


62 


.32 


111 7Q7 


1 


.00 


62 


.32 


113.398 


1 


.00 


62.32 


112.743 


1 


.00 


42 


.28 


113.744 


1 


.00 


42 


.28 
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345 


N 


TYR 




346 


CA 


TYR 




347 


CB 


TYR 




348 


CG 


TYR 




349 


CDl 


TYR 




350 


CEl 


TYR 




351 


CD2 


TYR 




352 


CE2 


TYR 




353 


CZ 


TYR 




354 


OH 


TYR 




355 


c 


TYR 




356 


0 


TYR 




357 


N 


TYR 




358 


CA 


TYR 




359 


CB 


TYR 


M-=F* 


360 


CG 


TYR 


Ml^ -1 


361 


CDl 


TYR 




362 


CEl 


TYR 


Ml^ J 


363 


CD2 


TYR 




364 


CE2 


TYR 




365 


CZ 


TYR 


M-?- 

MJ> J 


366 


OH 


TYR 




367 


c 


TYR 




368 


0 


TYR 




369 


N 


GLY 




370 


CA 


GLY 




371 


C 


GLY 




372 


0 


GLY 




373 


N 


VAL 





1- 


15 8 1 


44 


1.927 


1.686 


44 


2.673 


2.111 


44 


4.131 


2.369 


44 


5.058 


2.554 


44 


5.766 


3.746 


44 


6.611 


3.920 


44 


5.230 


1.533 


44 


6.081 


1.699 


44 


6.769 


2,893 


44 


7.623 


3.064 


44 


2.069 


3.372 


44 


2.100 


4.439 


45 


1.528 


3.240 


45 


0.889 


4.347 


45 


1.935 


5.289 


45 


2.617 


4.715 


45 


3.728 


3.879 


45 


4.337 


3.317 


45 


2.144 


4.998 


45 


2.745 


4.438 


45 


3.851 


3.610 


45 


4.461 


3.056 


45 


-0.086 


5.148 


45 


0.015 


6.370 


46 


-1.028 


4.449 


46 


-2.034 


5.107 


46 


-1.673 


5.501 


AC 


— i6 . 04iS 


C QAQ 


47 


-0.416 


5.327 
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112.729 1.00 35.94 

113.908 1.00 35.94 

113.524 1.00 28.29 

114.707 1.00 28.29 

114.883 1.00 28.29 

115.961 1.00 28.29 

115.650 1.00 28.29 

116.738 1.00 28.29 

116.881 1.00 28.29 

117.938 1.00 28.29 

114.511 1.00 35.94 

113.898 1.00 35.94 

115.718 1.00 38.53 

116.424 1.00 38.53 

117.025 1.00 41.05 

118.244 1.00 41.05 

118.120 1.00 41.05 

119.241 1.00 41.05 

119.532 1.00 41.05 

120.662 1.00 41.05 

120.506 1.00 41.05 

121.610 1.00 41.05 

115.573 1.00 38.53 

115.489 1.00 38.53 

114.945 1.00 42.43 

114.128 1.00 42.43 

112.705 1.00 42.43 

111.957 1.00 42.43 

112.313 1.00 41.54 
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113.238 1.00 35.24 

111.188 1.00 26.03 

111.411 1.00 26.03 

111.294 1.00 26.69 

110.479 1.00 26.03 

109.422 1.00 26.03 

110-897 1.00 37.20 

110-087 1.00 37.20 

110.946 1.00 41.17 

111.726 1.00 41.17 

111.879 1.00 41.17 

109.317 1.00 37.20 

109.890 1.00 37.20 

108.017 1.00 53,27 

107-214 1.00 53,27 

106.131 1.00 37.44 

105- 330 1-00 37-44 

106- 789 1-00 37-44 
105-810 1-00 37-44 
106.579 1.00 53.27 
105-899 1-00 53-27 
106.820 1.00 58.33 
106.287 1.00 58.33 
107.395 1.00 54-61 
108.610 1.00 54-61 
105.735 1.00 58-33 
105-952 1.00 58.33 
105.047 1.00 52.33 
104.463 1.00 52-33 
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103.002 1.00 41.35 

102.308 1.00 41.35 

102.242 1.00 41.35 

100.721 1.00 41.35 

105.353 1.00 52.33 

105.361 1.00 52.33 

106.143 1.00 60.00 

107.064 1.00 60.00 

107.912 1.00 60.63 

107.279 1.00 60.63 

106.252 1.00 60.00 

106.125 1.00 60.00 

105.732 1.00 87.30 

104.852 1.00 87.30 

105.187 1.00 88.30 
105.050 1.00 88.30 
104.196 1.00 88.30 
103.202 1.00 88.30 
104.514 1.00 88.30 
103.471 1.00 87.30 
103.276 1.00 87.30 
102.552 1.00 61.89 
101.100 1.00 61.89 
100.473 1.00 60.63 
100.884 1.00 60.63 
102.306 1.00 60.63 

103.188 1.00 60.63 
102.521 1.00 60.63 
100,622 1.00 61.89 
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73.731 1.00 31.49 
72.738 1.00 31.49 
72.292 1.00 31.49 
72.858 1.00 31.49 
73.894 1.00 31.49 
72,396 1.00 31.49 
75.110 1.00 31.09 
74.242 1.00 31.09 
76.389 1.00 30.83 
76.786 1.00 30.83 
78.193 1.00 39.26 
78.185 1.00 39.26 
77.188 1.00 39.26 
79.301 1.00 39.26 

76.732 1.00 30.83 
76.230 1.00 30.83 
77.247 1.00 30.20 
77.229 1.00 30.20 
77.807 1.00 27.12 
77.485 1.00 27.12 
79.310 1.00 27.12 
79.955 1.00 27.12 
75.780 1.00 30.20 
75.493 1.00 30.20 
74.869 1.00 30.22 
73.452 1,00 30.22 
72.649 1.00 38.82 
71.152 1.00 38.82 
70.433 1.00 38.82 
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69.003 1.00 38.82 

68.441 1.00 38.82 

69.185 1.00 38.82 

67.125 1.00 38.82 

72.926 1.00 30.22 

72.271 1.00 30.22 

73.213 1.00 41.63 

72.757 1.00 41.63 

73.059 1.00 50.13 

73.139 1.00 50.13 

72.843 1.00 50.13 

73.287 1.00 50.13 

74.560 1.00 50.13 

75.537 1.00 50.13 

74.854 1.00 50.13 

73.328 1.00 41.63 

72.611 1.00 41.63 

74.612 1.00 37.67 
75.234 1.00 37.67 
76.738 1.00 95.55 
77.082 1.00 95.55 
78.245 1.00 95.55 
79.218 1.00 95.55 
78.179 1.00 95.55 
74.594 1.00 37.67 
74.254 1.00 37.67 
74.431 1.00 35.92 
73.850 1.00 35.92 
73.985 1.00 39.63 
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-7.335 21.527 68.994 1.00 32.47 

-7.497 21.545 70.512 1.00 56.18 

-8.789 20.933 71.011 1.00 56.18 

-8.646 20.300 72.394 1.00 56.18 

-8.088 20.951 73.310 1.00 56.18 

-9.102 19.146 72.562 1.00 56.18 

-6.797 22.862 68.527 1.00 32.47 

-7.491 23.630 67.860 1.00 32.47 

-5.548 23.135 68.887 1.00 43.49 
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69.878 1.00 54.82 

70.874 1.00 54.82 

69.915 1.00 54.82 

65.078 1.00 32.59 

64.938 1.00 32.59 

64.463 1.00 27.98 

63.539 1.00 27.98 

64.154 1.00 27.98 

63.487 1.00 27.98 

65.429 1.00 31.04 

66.108 1.00 31.04 

67.590 1.00 33.77 

68.439 1.00 33.77 

69.852 1.00 33.77 

68.437 1.00 33.77 

65.481 1.00 31.04 

65.227 1.00 31.04 

65.239 1.00 38.27 

64.658 1.00 38.27 

65.461 1.00 29.04 

64.778 1.00 29.04 

66.884 1.00 29.04 

67.811 1.00 29.04 

63.236 1.00 38.27 

63.021 1.00 38.27 

62.243 1.00 34.71 

62.327 1.00 39.35 

60.849 1.00 34.71 

60.053 1.00 39,35 
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11-158637 

1.012 20.881 63.472 1.00 34.68 

-0.485 20.867 63.185 1.00 29.15 

1.633 19.532 63.130 1.00 34.68 

1.885 18.707 64.010 1.00 34.68 

1.895 19.314 61.848 1.00 39.97 

2.484 18.057 61.424 1.00 39.97 

2.539 17.971 59.899 1.00 79.16 

1.176 17.724 59.270 1.00 79.16 

1.238 17.768 57.753 1.00 79.16 

-0.150 17.675 57.135 1.00 79.16 

-0.105 17.865 55.654 1.00 79.16 

3.861 17.813 62.014 1.00 39.97 

4.124 16.716 62.498 1.00 39.97 

4.740 18.813 62.005 1.00 39.62 

6.075 18.588 62.560 1.00 39.62 

7.053 19.698 62.160 1.00 60.09 

6.945 20.956 62.975 1.00 60.09 

8.256 21.723 62.990 1.00 60.09 

8.047 23.093 63.448 1.00 60.09 

7.654 23.432 64.674 1.00 60.09 

7.434 22.501 65.594 1.00 60.09 

7.447 24.709 64.972 1.00 60.09 

6.028 18.462 64.081 1.00 39.62 

6.890 17.831 64.693 1.00 39.62 

5.014 19.067 64.686 1.00 37.71 

4.840 19.002 66.131 1.00 37.71 

3.717 19.951 66.556 1.00 41.73 

3.959 20.955 67.691 1.00 41.73 

5.447 21.194 67.929 1.00 41.73 
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67.324 1.00 41.73 

66.471 1.00 37.71 

67.420 1.00 37.71 

65.673 1.00 38.40 

65.867 1.00 38.40 
64.885 1.00 42.33 
65.182 1,00 42.33 
63.961 1.00 42.33 
64.072 1.00 42.33 
62.896 1.00 42.33 
65.687 1.00 38.40 
66.443 1.00 38.40 
64.694 1.00 42.65 
64.437 1.00 42.65 
63.187 1.00 53.78 
61.923 1.00 53.78 

60.868 1.00 53.78 
62.016 1.00 53.78 
65.627 1.00 42.65 
66.021 1.00 42.65 
66.203 1.00 41.03 
67.350 1.00 41.03 
67.760 1.00 80.12 
68.999 1.00 80.12 
68.852 1.00 80.12 
69.889 1.00 80.12 
67.708 1.00 80.12 
68.516 1.00 41.03 
69.200 1.00 41.03 
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#^ 11-158637 

6.496 14.656 68.737 1.00 37.16 

5.878 13.896 69.810 1.00 37.16 

4.369 14.254 69.961 1.00 41.43 

3.548 13.011 70.247 1.00 41.43 

4.173 15.224 71.130 1.00 41.43 

4.867 16.538 70.976 1.00 41.43 

6.040 12.413 69.502 1.00 37.16 

6.320 11.607 70.386 1.00 37.16 

5.875 12.056 68.236 1.00 40.44 

6.007 10.667 67.824 1.00 40.44 

5.642 10.518 66.348 1.00 47.39 
5.636 9.082 65.878 1.00 47,39 
4.721 8.211 66.716 1.00 47.39 
5.116 7.136 67.178 1.00 47.39 
3.489 8.667 66.914 1.00 47.39 
7.435 10.171 68.064 1.00 40.44 

7.643 9.034 68.498 1.00 40.44 
8.416 11.029 67.785 1.00 32.94 
9.810 10.670 67-986 1.00 32.94 

10.719 11.759 67.434 1.00 30.93 

10.056 10.465 69.478 1.00 32.94 

10.733 9.511 69.876 1.00 32.94 

9.492 11.350 70.299 1.00 31.29 

9.629 11.256 71.759 1.00 31.29 

8.952 12.438 72.446 1.00 44.08 

9.756 13.730 72.562 1.00 44.08 

8.899 14.794 73.242 1.00 44.08 

11.026 13.467 73.362 1.00 44.08 

9.016 9.970 72.298 1.00 31.29 
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73.197 1.00 31.29 

71.746 1.00 30.16 

72.147 1.00 30.16 

71.431 1.00 32.81 

71.849 1.00 32.81 

71.766 1.00 32.81 

71.825 1.00 30.16 

72.674 1.00 30.16 

70.609 1.00 36.74 

70.237 1.00 36.74 

68.764 1.00 43.20 

67.838 1.00 43.20 

68.157 1.00 43.20 

66.781 1.00 43.20 

71.081 1.00 36.74 

71.468 1.00 36.74 

71.360 1.00 35.71 

72.159 1.00 35.71 

72.247 1.00 54.57 

73.318 1.00 54.57 

73.381 1.00 54.57 

74.458 1.00 54.57 

72.346 1.00 54.57 

73.549 1.00 35.71 

74.083 1.00 35.71 

74.128 1.00 32.84 

75.455 1.00 32.84 

76.181 1.00 33.04 

76.824 1.00 33.04 
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10.441 
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1.314 
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2.233 
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13.622 


3.015 
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2.279 
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15.263 


2.784 
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16.259 


2.029 
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15.287 


3.936 
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13.399 


2.133 
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1.084 
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3.233 
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14.020 


3.262 
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170 


14.878 


6.964 



3 7 

76.093 1.00 33.04 

78.127 1.00 33.04 

76.650 1.00 33.04 

78.695 1.00 33.04 

77.949 1.00 33.04 

75.492 1,00 32.84 

76.471 1.00 32.84 

74.439 1.00 29.66 

74.378 1.00 29.66 

73.090 1.00 23.21 

72.914 1.00 23.21 

73.151 1.00 23.21 

74.261 1.00 23.21 

74.333 1.00 29.66 

74.963 1.00 29.66 

73.584 1.00 31.65 

73.460 1,00 31,65 

72,512 1,00 93,52 

71.237 1.00 93.52 

70.617 1.00 93,52 

70,623 1.00 93.52 

70.133 1.00 93.52 
74.811 1.00 31.65 
75,166 1,00 31,65 
75,557 1.00 29.27 
76.869 1.00 29.27 
77.479 1.00 37.44 
76.681 1.00 37.44 
77,592 1,00 37.44 
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16.177 


8.363 
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13.345 


2.258 
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13.999 


1.647 
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12.034 


2.090 
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11.309 


1.134 
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9.802 


1.224 
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8.903 


1.952 
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9.643 


2.164 
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8.446 


3.275 
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11.789 


-0.271 
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12.092 


-1.059 
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11.872 


-0.577 


172 


12.321 


-1,890 
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12.324 


-2.001 
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10,923 


-2.075 


172 


10.790 


-2.135 


172 


9.954 


-2.077 


172 


13.711 


-2.152 
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14.037 


-3.283 


173 


14.533 


-1.110 


173 


15.892 


-1.278 


173 


16.706 


-0.007 
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18.142 


-0.213 
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18.999 


1.008 
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18.671 


1.847 
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20.009 


1.112 
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Iv) • O/ O 




173 


16.495 


-2.601 




76.849 1,00 37.44 

75.931 1.00 37.44 

77.799 1.00 29.27 

78.646 1.00 29.27 

77.651 1.00 41.19 

78.481 1.00 41.19 

78.237 1.00 27.02 

79.251 1.00 27.02 

80.555 1.00 27.02 

78.696 1.00 27.02 

78.153 1.00 41.19 

79,048 1.00 41.19 

76.863 1.00 35.05 

76.435 1.00 35.05 

74.907 1.00 41.75 

74.324 1.00 41.75 

73-080 1.00 41.75 

75.111 1.00 41.75 

76.962 1.00 35.05 

77.336 1.00 35.05 

77.003 1.00 32,93 

77.491 1.00 32.93 

77.306 1.00 41.86 

77.734 1.00 41.86 

77.563 1.00 41.86 

76.688 1.00 41.86 

78.294 1.00 41.86 

78.965 1.00 32.93 

79.400 1.00 32.93 
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GLU 


176 




1416 
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ILE 


177 




1417 


CA 


ILE 


177 



11—158637 

15.160 -0.811 79.726 1.00 31.38 

15.023 -0.990 81.156 1.00 31.38 

14.087 0.108 81.715 1.00 34.37 

13.572 -0.277 83.053 1.00 34.37 

14.846 1.426 81.815 1.00 34.37 

14.506 -2.401 81.488 1.00 31.38 

14.896 -2.997 82.492 1.00 31.38 

13.631 -2.943 80.648 1.00 32.64 

13.136 -4.290 80.895 1.00 32.64 

11.999 -4.661 79.947 1.00 30.70 

11.718 -6.133 79.920 1.00 30.70 

11.187 -6.770 81.038 1.00 30.70 

12.056 -6.898 78.810 1.00 30.70 

11.001 -8.159 81.056 1.00 30.70 
11.878 -8.280 78.811 1.00 30.70 
11.348 -8.916 79.938 1.00 30.70 
14.262 -5.296 80.695 1.00 32.64 
14.444 -6.196 81.509 1.00 32.64 

15.002 -5.150 79.597 1.00 36.36 
16.120 -6.039 79.290 1.00 36.36 
16.826 -5.595 78.011 1.00 49.35 
16.862 -6.649 76.921 1.00 49.35 
17.554 -7.935 77.348 1.00 49.35 
18.722 -7.869 77.793 1.00 49.35 
16.929 -9.015 77.232 1.00 49.35 
17.125 -6.050 80.428 1.00 36.36 
17.603 -7.110 80.832 1.00 36.36 
17.444 -4.866 80.942 1.00 35.83 
18.398 -4.740 82.033 1.00 35.83 
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183 




1475 
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MET 
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1 1-158637 

20.809 -7.366 78.779 1.00 44.31 

21.841 -6.951 80.677 1.00 44.31 

19.793 -9.908 84.232 1.00 32.37 

20.371 -10.898 84.635 1.00 32.37 

19.422 -8.920 85.035 1.00 35.90 

19.708 -8.966 86.465 1.00 35.90 

19.124 -7.738 87.160 1.00 47.46 
19.444 -7.662 88.642 1.00 47.46 
18.738 -6.511 89.342 1.00 47.46 
17.501 -6.522 89.412 1.00 47.46 
19.419 -5.589 89.823 1.00 47.46 

19.125 -10.230 87.096 1.00 35.90 
19.771 -10.892 87.910 1.00 35.90 
17.899 -10.555 86.709 1.00 38.32 
17.210 -11.717 87.243 1.00 38.32 
15.724 -11.673 86.870 1.00 31.34 
15.056 -13.010 87.194 1.00 31.34 
15.051 -10.513 87.595 1.00 31.34 
13,680 -10.173 87.047 1.00 31.34 
17.798 -13,040 86.773 1.00 38.32 
17.841 -13.997 87.541 1.00 38.32 
18,249 -13.094 85.520 1.00 47.57 
18.819 -14,318 84,957 1.00 47.57 
18.614 -14.370 83.444 1.00 45.73 
17.174 -14.221 82.994 1.00 45.73 
16.076 -15.382 83.795 1.00 45.73 
16.837 -16.936 83.323 1.00 45.73 
20.299 -14.434 85.261 1.00 47.57 
20.777 -15.516 85.583 1.00 47.57 
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1533 


0H2 WAT 
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5p 11 — 158637 

15.568 0.183 88.102 1.00 24.68 

17.031 -3.108 93.557 1.00 33.93 

-5.066 12.003 70.605 1.00 31.32 

17.672 -16.020 114.048 1.00 36.87 

7.862 -1.817 71.942 1.00 33.70 

8.138 -13.701 94.980 1.00 33.33 

11.279 0.783 115.697 1.00 32.56 

16.003 6.468 88.212 1.00 29.59 

8.553 -16.970 109.277 1.00 43.42 

18.461 -2.485 119.281 1.00 42.15 

6,746 -17.081 107.102 1.00 37.19 

2.389 -1.792 87.493 1.00 33.97 

16.366 -2.230 89.109 1.00 26.69 

5.158 -12.795 87.845 1.00 43,81 

5.761 7.139 104.779 1.00 36.64 

10.078 -21.141 83.981 1.00 45.96 

1.702 29.020 57.574 1.00 39.21 

21.863 -2.142 99.878 1.00 44.34 

17.198 13.784 85.530 1.00 51.52 

-0.400 2.402 82.821 1.00 35.70 

13.686 5.872 89.473 1.00 44.84 

17.457 -13.476 113.108 1.00 33.62 

16.228 -0,207 73.422 1.00 40.99 

19.350 1.763 107.228 1.00 41.09 

21.908 -12,207 93,466 1.00 47.34 

2.605 -3.562 103.490 1.00 38.48 

-2.900 25.786 57.810 1.00 32.08 

9.098 -15.151 82.349 1.00 38.27 

-12.293 25,412 66.878 1.00 41.13 
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0H2 WAT 




1543 


0H2 WAT 




1544 


0H2 WAT 
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0H2 WAT 




1546 


0H2 WAT 




1547 


0H2 WAT 




1548 


0H2 WAT 




1549 


0H2 WAT 




1550 


0H2 WAT 




1551 


Oe2 WAT 




1552 


0H2 WAT 




1553 


0B2 WAT 




1554 


0H2 WAT 




1555 


0H2 WAT 




1556 


0H2 WAT 




1557 


0H2 WAT 




1558 


0H2 WAT 






nff9 HAT 
SjuZt VIA I 




1560 


0H2 WAT 




1561 


0H2 WAT 




1562 


0H2 WAT 





#¥11 


-15 8 


38 


15.500 


-8.451 


39 


-2.144 


0.572 


40 


1.366 


0.844 


41 


-3.862 


8.488 


42 


14.848 


-25.238 


43 


21.959 


-4.948 


44 


8.447 


-16.493 


45 


-3.320 


18.594 


46 


4.042 


3.465 


47 


0.370 


-3.250 


48 


1.694 


-13.510 


49 


16.216 


-2.085 


50 


15.797 


-7.322 


51 


18.922 


-12.474 


52 


-5.107 


22.838 


53 


14.563 


4.864 


54 


13.994 


-16.023 


55 


-4.133 


13.720 


56 


10.183 


28.544 


57 


-3.774 


-9.836 


58 


17.629 


0.775 


59 


6.043 


1.046 


60 


4.946 


-12.576 


61 


-4.890 


3.540 


62 


-1.025 


-13.655 


63 


10.494 


2.348 


64 


0.561 


-14. 185 




4 Q1 <i • 

5J10 


-11 71 n 


66 


3.448 


29.483 




95.623 1.00 36.30 

109.124 1.00 41.18 

117.806 1.00 43.55 

66.607 1.00 42.64 

90.334 1.00 44.95 

118.899 1.00 44.58 

95.999 1.00 57.34 

80.730 1.00 44.65 

70.117 1.00 42.29 

110.892 1.00 34.03 

110.447 1.00 43.12 

84.867 1.00 29.17 

122.289 1.00 49.41 

79.878 1.00 42.31 

73.181 1.00 38.51 

98.821 1.00 32.28 

105.563 1.00 44.24 

66.033 1.00 53.29 

75.646 1.00 56.33 

113.284 1.00 59.77 

96.137 1.00 37.95 

121.396 1.00 35.94 

116.234 1.00 49.56 

80.417 1.00 46.86 

106.259 1.00 39.99 

70.136 1.00 40.25 

101.707 1.00 47.94 

91.331 1.00 52.16 

61.850 1.00 33.98 
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1563 


0H2 WAT 


67 


2. 


424 


5.726 


69.262 


1 


.00 


57.07 


M-7- 


1564 


0H2 WAT 


68 


24. 


893 


-19.561 


96.089 


1 


.00 


55.67 




1565 


0H2 WAT 


69 


-0. 


,538 


31.270 


63.339 


1 


.00 


29.89 




1566 


0H2 WAT 


70 


-4, 


.671 


6.956 


69.710 


1 


.00 


49.13 


m-f' 


1567 


0e2 WAT 


71 


Ifi 


579 


2 427 


107 056 


1 


.00 


41.13 




1568 


0H2 WAT 


72 


16, 


,449 


-0.978 


120.834 


1 


.00 


51.89 




1569 


0H2 WAT 


73 


3. 


.860 


-5.877 


90.214 


1 


.00 


44.03 




[0 0 7 8] 



















<nO> fi!,mA&.^X\t^m : m Hg(KAJI Akira) 

<i2oymmo^Wz u5jfv-AUi^>f ^u>^h^ (rrf) ^yj^^(D^^Jkxj^ 

<130> mm^^ : PP-1741KJ 

<i6o> mwnn : i 

<170> y:7 h^^xT : >'^°7^> /1-t^3>2.0 
<210> SH^J#-tl 

<2ii> mno^-^ : i85r ^ y ^ 
<2i2> mnom - prt 

<213> : Thermotoga Maritima 

<400> mm : BiJ^J#-^l 

Met Val Asn Pro Phe He Lys Glu Ala Lys Glu Lys Met Lys Arg Thr 

15 10 15 

Leu Glu Lys He Glu Asp Glu Leu Arg Lys Met Arg Thr Gly Lys Pro 

20 25 30 

Ser Pro Ala He Leu Glu Glu He Lys Val Asp Tyr Tyr Gly Val Pro 

35 40 45 

Thr Pro Val Asn Gin Leu Ala Thr He Ser He Ser Glu Glu Arg Thr 

50 55 60 

Leu Val He Lys Pro Trp Asp Lys Ser Val Leu Ser Leu He Glu Lys 



9 4 



aifiE# 2000-3052010 



1 1-1586J? 



65 70 75 80 

Ala He Asn Ala Ser Asp Leu Gly Leu Asn Pro He Asn Asp Gly Asn 

85 90 95 

Val He Arg Leu Val Phe Pro Ser Pro Thr Thr Glu Gin Arg Glu Lys 

100 105 no 

Trp Val Lys Lys Ala Lys Glu He Val Glu Glu Gly Lys He Ala He 

115 120 125 

Arg Asn He Arg Arg Glu lie Leu Lys Lys He Lys Glu Asp Gin Lys 

130 135 140 

Glu Gly Leu He Pro Glu Asp Asp Ala Lys Arg Leu Glu Asn Glu He 
145 150 155 160 

Gin Lys Leu Thr Asp Glu Phe He Glu Lys Leu Asp Glu Val Phe Glu 

165 170 175 

He Lys Lys Glu Glu He Met Glu Phe 
180 185 

m^m<DWm ' xfl to 1200 of 1200, yf 1 to 1200 of 1200 
©^^©^^Inl : xf to the right, yf up 
^—■iX(DZ7T^ }IM ' -xf + yf 
«:^tr^-fe;i/ffi: 65535 

;^^r-;i/(DIS#:«/h=i, «:^=1200. mtmmmm(D-^\>^m-km-to 
[04] it. mF<D^m^m'^7'JV0)^MmX':&^„ 
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mm^} mmm 
mm] 

[^^0] 03 
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m m A m m m m 



mmn^^ [591188479] 
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